Key indicators: single-crystal X-ray study; T = 133 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.110; data-to-parameter ratio = 17.9. organic compounds o342 Gainsford and Clinch
The dihedral angle between the planes of two aromatic rings in the title compound [systematic name: 3-benzoyl-5-chloropyrimidine-2,4(1H,3H)-dione], C 11 H 7 ClN 2 O 3 , is 86.79 (6) . Centrosymmetric dimers formed by N-HÁ Á ÁO hydrogen bonds are linked through C-HÁ Á ÁO interactions, forming a two-dimensional network parallel to (101).
Related literature
For a related structure, see: Parvez et al. (2007) . For graph-set notation, see: Bernstein et al. (1995) . For the synthesis, see: Birck et al. (2009) 
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Blessing, 1995; Bruker, 2006) T min = 0.810, T max = 0.990 24616 measured reflections 2899 independent reflections 2189 reflections with I > 2(I) R int = 0.047 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.110 S = 1.07 2899 reflections 162 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.37 e Å À3 Á min = À0.42 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2006) ; cell refinement: SAINT (Bruker, 2006) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP in WinGX (Farrugia, 1999) and Mercury (Bruno et al., 2002) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2003) .
Comment
The title compound, (I), was prepared for incorporation into potential thymidine phosphorylase inhibitors (Birck et al., 2009 ). Its molecular structure is shown in Fig.1 , labelled in the same way as the closely related 5-methyl adduct, 3-benzoylthymine (II) (Parvez et al., 2007) . The dihedral angle between the aromatic rings in (I) is 86.79 (10)° compared with 83.82 (6)° in (II). The N3-C7-C8-C9 torsion angle of the ring-linkage is -6.9 (2)° in (I) and -11.8 (2)° in (II). Bond distances are normal.
The crystal packing is dominated by centrosymmetric N1-H1N···O14 hydrogen bonded dimers (common graph-set Bernstein et al., 1995) linked by weaker C-H···O interactions (Table 1 ). These two types of packing interactions are also found in (II), though not reported, as is illustrated in the comparison Fig 2. The replacement of the methyl group in (II) by chlorine in (I) has not enhanced the packing interactions: neither group/atom play a significant role.
Experimental
Synthetic details are given in Birck et al. (2009) .
Refinement
Atoms H1N and H6 were located in a difference map and refined freely. All other H atoms were restrained using riding models (C-H = 0.95 Å), with U iso values constrained to 1.2 times that of the U eq of their parent atom. Bruno et al., 2002) . Only the hydrogen atoms involved are included. Nitrogen and Oxygen atoms are shown as balls. Colours: Nitrogen, blue (light gray); Oxygen, red (black); Carbon, (gray); Hydrogen, dark blue. Coordinates of (II) are labelled as in deposited data (SEVQUG) and additional molecules shown in purple for clarity. Symmetry Codes: Refinement. An extinction parameter was refined. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0091 (7) −0.0011 (7) C5 0.0193 (8) 0.0212 (8) 0.0239 (9) −0.0016 (6) 0.0112 (7) −0.0022 (7) C6 0.0157 (7) 0.0232 (8) 0.0236 (9) −0.0014 (7) 0.0092 (7) −0.0001 (7) C7 0.0138 (7) 0.0194 (8) 0.0257 (9) −0.0047 (6) 0.0099 (7) −0.0015 (7) C8 0.0143 (7) 0.0212 (8) 0.0259 (9) −0.0010 (6) 0.0079 (7) 0.0027 (7) 
